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Deconvoluter Deconvoluter Class
Description

Environment containing methods for the Deconvoluter class.

Usage

Deconvoluter

Format

An object of class environment of length 19.

Methods

x <- Deconvoluter$new()
x$add_ignore_region(start, end)
x$clear_ignore_regions()
x$clear_threads()
x$deconvolute_spectra(spectra)
x$deconvolute_spectrum(spectrum)
x$fitting_settings()
x$ignore_regions()
x$optimize_settings(reference)
x$par_deconvolute_spectra(spectra)
x$par_deconvolute_spectrum(spectrum)
x$selection_settings()
x$set_analytical_fitter(iterations)
x$set_detector_only()
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x$set_identity_smoother()
x$set_moving_average_smoother(iterations, window_size)
x$set_noise_score_selector(threshold)
x$set_threads(threads)

x$smoothing_settings()

For more information on the methods, see the Rust documentation at https://github.com/SombkeMaximilian/
metabodecon-rust.

Deconvolution Deconvolution Class

Description

Environment containing methods for the Deconvolution class.

Usage

Deconvolution

Format

An object of class environment of length 9.

Methods

# Assuming x is an object of class Deconvolution
x$lorentzians()

x$mse ()

x$par_superposition_vec(chemical_shifts)
x$read_bin(path)

x$read_json(path)
x$superposition(chemical_shift)
x$superposition_vec(chemical_shifts)
x$write_bin(path)

x$write_json(path)

For more information on the methods, see the Rust documentation at https://github.com/SombkeMaximilian/
metabodecon-rust.
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4 Spectrum

Lorentzian Lorentzian Class

Description

Environment containing methods for the Lorentzian class.

Usage

Lorentzian

Format

An object of class environment of length 12.

Methods

x <- Lorentzian$new(sf, hw, maxp)
x$evaluate(x)

x$evaluate_vec(x)

x$hw()

x$maxp ()

x$par_superposition_vec(x, sf, hw, maxp)
x$set_hw(hw)

x$set_maxp(maxp)

x$set_sf(sf)

x$sf ()

x$superposition(x, sf, hw, maxp)
x$superposition_vec(x, sf, hw, maxp)

For more information on the methods, see the Rust documentation at https://github.com/SombkeMaximilian/
metabodecon-rust.

Spectrum Spectrum Class

Description

Environment containing methods for the Spectrum class.

Usage

Spectrum

Format

An object of class environment of length 18.
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Methods

X <- Spectrum$new(chemical_shifts, intensities, signal_boundaries)
x$chemical_shifts()

x$frequency ()

x$intensities()

x$nucleus()

x$read_bin(path)

x$read_bruker(path, experiment, processing, signal_boundaries)
x$read_bruker_set(path, experiment, processing, signal_boundaries)
x$read_jcampdx(path, signal_boundaries)

x$read_json(path)

x$reference_compound()

x$set_frequency(frequency)

x$set_nucleus(nucleus)

x$set_reference_compound(reference)
x$set_signal_boundaries(signal_boundaries)

x$signal_boundaries()

x$write_bin(path)

x$write_json(path)

For more information on the methods, see the Rust documentation at https://github.com/SombkeMaximilian/
metabodecon-rust.
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